TABLE IV. Structural parameters for Li 3 AlD 6 obtained from refinement of diffraction data at 300 K ͑from Ref. 13͒ and 9 K, compared to the most stable structure obtained from density functional calculations at 0 K. Unit-cell dimensions extrapolated to 0 K from experimental data are given. The space group is in all cases R3, and the aluminum positions are ͑0,0,0͒ and ͑0.5,0.5,0.5͒. Reliability factors for the refinement at 9 K are R wp = 4.30% and 2 = 1.08. The standard deviation is shown in parentheses. 
